Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.067; wR factor = 0.135; data-to-parameter ratio = 20.0.
In the title pyrazole compound, C 21 H 15 N 3 O 4 , an intramolecular C-HÁ Á ÁO hydrogen bond generates an S(7) ring motif. The essentially planar furan and pyrazole rings [maximum atomic deviations of 0.011 (2) and 0.006 (2) Å , respectively] make a dihedral angle of 9.21 (11) . The nitro group is approximately coplanar with the attached furan ring, as indicated by the dihedral angle of 4.5 (2) . In the crystal structure, intermolecular C-HÁ Á ÁO interactions form bifurcated hydrogen bonds, generating R 1 2 (7) ring motifs. These hydrogen bonds link the molecules into infinite chains along the a axis. The crystal structure is further stabilized by weak intermolecularinteractions [centroid-centroid distance = 3.4118 (10) Å ].
Related literature
For general background to and applications of the title compound, see: Hegde et al. (2006) ; Kalluraya et al. (1994) ; ; Rai et al. (2008) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 The pyrazole nucleus constitutes an interesting class of organic compound with diverse chemical applications. They possess anti-pyretic, anti-tumor, tranquilizing and herbicidal activities. Sydnones are easily accessible aromatic compounds and versatile synthetic intermediates with a masked azomethine imine unit. The 1,3-dipolar cycloaddition reaction with various dipolarophiles offers a convenient synthetic route for the preparation of pyrazole derivatives and has been studied extensively Rai et al., 2008) .
The incorporation of 5-nitrofuran moiety into various heterocyclic systems has found to increase their biological activities. We have reported a few heterocyclic systems carrying 5-nitrofuran moiety as potent anti-microbial agents (Hegde et al., 2006) . In continuation of our studies on 1,3-dipolar cycloaddition reactions of sydnones with dipolarophiles carrying nitrofuran moiety (Kalluraya et al., 1994) , we herein report the synthesis of this new pyrazole.
In the title pyrazole compound, an intramolecular C11-H11A···O2 hydrogen bond (Table 1) generates a sevenmembered ring, producing an S(7) ring motif ( Fig. 1 , Bernstein et al., 1995) . The furan (C10-C13/O1) and pyrazole (C8/ C9/N2/N1/C14) rings are essentially planar, with maximum deviations of 0.011 (2) and 0.006 (2) Å, respectively, for atoms C10 and N2. These two rings are slightly twisted to one another, making a dihedral angle of 9.21 (11)° between them. The nitro group is approximately coplanar with the attached furan ring, as shown by the dihedral angle formed between the mean plane through N3/O3/O4 and the C10-C13/O1 furan ring of 4.5 (2)°. The bond lengths (Allen et al., 1987) and angles observed are within normal ranges.
In the crystal structure ( Fig. 2) , intermolecular C14-H14A···O3 and C20-H20A···O3 interactions (Table 1) form bifurcated acceptor hydrogen bonds which generate R 1 2 (7) ring motifs. These hydrogen bonds link the molecules into one-dimensional infinite chains along the a axis. The crystal structure is further stabillized by weak intermolecular π-π interactions [Cg1···Cg1 = 3.4118 (10) Å; Cg1 is the centroid of the C8/C9/N2/N1/C14 pyrazole ring].
Experimental 3-Phenyl sydnone (0.01 mol) and 1-(p-methylphenyl)-3-(5-nitro-2-furyl)-2-propyn-1-one (0.01 mol) were dissolved in 10 ml dry xylene and refluxed for 4 h. After completion of the reaction, the solvent was removed by distillation under reduced pressure. The crude product obtained was purified by recrystallization from ethanol and DMF mixture. The solid obtained was collected by filtration, washed with ethanol and dried. Single crystals suitable for X-ray analysis were obtained from a 1:2 mixture of DMF and ethanol by slow evaporation.
Refinement
All the hydrogen atoms were placed in their calculated positions, with C-H = 0.93 -0.96 Å, and refined using a riding model, with U iso = 1.2 or 1.5 U eq (C). A rotating group model was used for the methyl group. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 −0.26961 (11) 0.68826 (17 (7) 0.0045 (7) 0.0028 (7) N2 0.0185 (9) 0.0234 (9) 0.0315 (9) 0.0000 (7) 0.0073 (7) 0.0040 (7) N3 0.0214 (10) 0.0361 (11) 0.0429 (11) −0.0028 (8) 0.0069 (9) 0.0053 (9) C1 0.0259 (11) 0.0278 (12) 0.0283 (11) −0.0008 (10) 0.0031 (9) 0.0010 (9) C2 0.0228 (11) 0.0345 (13) 0.0354 (12) 0.0051 (10) 0.0035 (10) 0.0009 (10) C3 0.0213 (11) 0.0412 (14) 0.0279 (11) −0.0021 (10) 0.0036 (9) −0.0005 (10) C4 0.0262 (11) 0.0302 (12) 0.0292 (11) −0.0049 (10) 0.0040 (9) −0.0017 (9) C5 0.0244 (11) 0.0279 (12) 0.0279 (10) 0.0009 (9) 0.0070 (9) 0.0018 (9) C6 0.0205 (10) 0.0289 (11) 0.0242 (10) −0.0020 (9) 0.0052 (9) 0.0042 (9) 
